TG/DSC/MS curves for the tetrahydrate B and ternary clathrates with EtCN

X-Ray powder diffraction data
Indexation of X-Ray powder diffractogram for anhydrous aCD
. Powder diffractogram of anhydrous aCD 1 with peaks of SRM 640d standard. 3 13.700 29.35 11.92 4792.97 * All forms have P2 1 2 1 2 1 space group. Figure S36 . Experimental XRPD pattern (blue), best fit (red) and differential curve (purple) for dried aCD (R wp = 6.781). Blue vertical bars represent Bragg positions for the calculated unit cell and P2 1 2 1 2 1 space group. Figure S38 . Ozawa-Flynn-Wall analysis for the process of the tetrahydrate A dehydration. TetraA   40  60  80  100  120  140  160  180  Temperature/°C   93   95   97   99 Mass/% Figure S39 . Approximation of TG curves with model method (A n , n -dimensional nucleation according to Avrami-Erofeev). Figure S42 . Approximation of TG curves with model method (CnB, n-th order with autocatalysis with product). Figure S54 . Ozawa-Flynn-Wall analysis for the 2nd step of decomposition of aCD·1.0C 2 H 5 CN·4.1H 2 O prepared from tetrahydrate B.
Sorption isotherm data
Data on kinetics of dehydration for tetrahydrate A
NETZSCH Thermokinetics
Data on kinetics of dehydration for tetrahydrate B
Data on kinetics of water and EtCN release from ternary aCD clathrates
